Key indicators: single-crystal X-ray study; T = 273 K; mean (C-C) = 0.003 Å; R factor = 0.040; wR factor = 0.113; data-to-parameter ratio = 14.1.
The title compound, C 11 H 11 N 3 , was synthesized as part of our research into functionalized pyrimidines. It crystallizes with two independent molecules in the asymmetric unit that differ only in the twist between the two aromatic rings; the torsion angles between the rings are 29.9 (2) and 45.1 (2) . The crystal packing is dominated by intermolecular N-HÁ Á ÁN hydrogen bonds between independent and equivalent molecules, forming an infinite three-dimensional network.
Related literature
For biological activity, see: Zhu & Yang (2005) ; Sherrington & Taskinen (2001) ; Ligthart et al. (2005) . For a similar structure, see: Fun et al. (2006) .
Experimental
Crystal data C 11 H 11 N 3 M r = 185.23
Monoclinic, P2 1 =c a = 14.0558 (11) Å b = 9.3808 (7) Å c = 18.5227 (12) Å = 125.950 (4) V = 1977.1 (2) Å 3 Z = 8 Mo K radiation = 0.08 mm À1 T = 273 (2) Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; Ày; Àz þ 1; (ii) Àx þ 1; Ày; Àz þ 1.
Data collection: SMART (Bruker, 2001); cell refinement: SMART; data reduction: SAINT (Bruker, 2001); program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and local programs.
In the packing there are intermolecular N-H···N hydrogen bonds that link each independent molecule to related self molecules as well as to the second molecule in the asymmetric unit to create an infinite network of hydrogen bonded molecules (Table 1, Fig. 2 ).
The single crystals of the title compound were obtained by reaction of 1-phenylbutane-1,3-dione(0.2 mmol) with guanidine nitrate(0.2 mmol) by refluxing in DMF(50 ml). The product (yied 89%) was stirred in the DMF and single crystals of the title compound suitable for X-ray measurements were obtained by recrystallization from DMF at room temperature.
Refinement
H atoms were fixed geometrically and allowed to ride on their attached atoms, with N-H=0.86, C-H=0.93 or 0.96 Å, and with U iso (H) values set at 1.5 U eq (C)(for CH3) or 1.2 U eq (C)(for CH2, aromatic CH and NH2). (7) 0.0176 (7) N2 0.0398 (7) 0.0573 (8) 0.0382 (8) 0.0040 (6) 0.0239 (7) 0.0047 (6) N3 0.0349 (7) 0.0422 (6) 0.0335 (7) 0.0002 (5) 0.0196 (6) 0.0031 (5) C1 0.0399 (9) 0.0490 (8) 0.0359 (9) −0.0024 (7) 0.0202 (8) −0.0030 (7) C2 0.0455 (10) 0.0717 (11) 0.0479 (10) −0.0032 (9) 0.0296 (9) −0.0102 (9) C3 0.0497 (11) 0.0876 (14) 0.0552 (12) 0.0223 (10) 0.0275 (10) 0.0005 (10) C4 0.0712 (13) 0.0751 (13) 0.0652 (13) 0.0330 (11) 0.0391 (12) 0.0220 (10) C5 0.0577 (11) 0.0579 (10) 0.0533 (11) 0.0135 (8) 0.0335 (10) 0.0141 (8) C6 0.0377 (8) 0.0430 (8) 0.0328 (8) 0.0007 (6) 0.0179 (7) −0.0014 (6) C7 0.0351 (8) 0.0379 (7) 0.0334 (8) −0.0026 (6) 0.0175 (7) 0.0012 (6) C8 0.0432 (9) 0.0582 (9) 0.0353 (9) 0.0052 (7) 0.0220 (8) 0.0109 (7) C9 0.0345 (8) 0.0403 (7) 0.0341 (8) −0.0017 (6) 0.0187 (7) 0.0013 (6) C10 0.0414 (9) 0.0617 (10) 0.0351 (9) 0.0007 (7) 0.0230 (8) 0.0039 (7) (10) 0.0071 (7) 0.0286 (9) 0.0139 (7) C20 0.0391 (8) 0.0406 (7) 0.0366 (8) 0.0011 (6) 0.0243 (7) 0.0016 (6) C21 0.0399 (9) 0.0543 (9) 0.0481 (10) 0.0049 (7) 0.0258 (8) 
